Bromoacetic acid (45 mmol, 6.25 g) in water (10 ml) was added to a solution of 5-fluoro-uracil (30 mmol, 3.89 g), potassium hydroxide (11.5 mmol, 6.41 g) and water (20 ml) at 313 K. The mixture was cooled after 2 h reaction and the pH value was adjusted to 5.5 using hydrochloric acid. The precipitate was filtered off and the pH of the filtrate was adjusted to 1, again using hydrochloric acid, and the solution was cooled for 6 h in a refrigerator and then filtered. The precipitate was washed with water and dried. Single crystals were obtained by recrystallization from anhydrous ethanol.
T = 298 K.
Source of material
Bromoacetic acid (45 mmol, 6.25 g) in water (10 ml) was added to a solution of 5-fluoro-uracil (30 mmol, 3.89 g), potassium hydroxide (11.5 mmol, 6.41 g) and water (20 ml) at 313 K. The mixture was cooled after 2 h reaction and the pH value was adjusted to 5.5 using hydrochloric acid. The precipitate was filtered off and the pH of the filtrate was adjusted to 1, again using hydrochloric acid, and the solution was cooled for 6 h in a refrigerator and then filtered. The precipitate was washed with water and dried. Single crystals were obtained by recrystallization from anhydrous ethanol.
Discussion
A great deal of attention has been devoted to the role of nucleobases, since they are responsible for a wide range of biochemical processes, such as complementary base pairings in genetic information storage, transfer and some enzymatic reactions [1] . Consequently, much interest has been focused on nucleobases and their derivatives. 5-Fluorouracil (5FU) is one of the antitumor agents most frequently used for treating solid tumors, such as breast, colorectal, and gastric cancers, in either monotherapy or combination therapy with various cytotoxic drugs [2] [3] . Because of its poorly tumor selective and high incidences of toxicity in the bone marrow, gastrointestinal tract, central nervous system and skin, many derivatives of 5FU have been developed to improve its topical delivery and reduce the side effects [4] [5] [6] . To our knowledge, the crystal structure of 5-fluoro-1-(carboxymethyl)uracil has never been reported so far. In the title structure, the carboxyl group (C6/O3/O4/H4) and uracil ring (C1-C4/N1/N2) are each almost planar (figure, top). The dihedral angle between the above planes is 82.1(8)°. Moreover, the CN bond lengths in the uracil ring range from 1.374(2) to 1.380(2) Å, which are shorter than a CN single bond length of ca 1.443 Å [7] , but longer than a typical C=N bond length of ca 1.269 Å, indicating the electron delocalization. Two distinct hydrogen bonds occur in the crystal structure: each pair molecules of the title structure are linked by intermolecular N2H2···O2 i (i: x+1,y+1,z+1) hydrogen bond to form a dimer structure, and adjacent dimers are linked by intermolecular O4H4···O2 ii (ii: x,y+½,z+½) hydrogen bonds, leading to a hydrogen-bonded corrugated layers parallel to the (102) plane (figure, bottom). 
